Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.056; wR factor = 0.135; data-to-parameter ratio = 17.5.
Related literature
For the biological activity of 1-phenyl-3-methyl-4-benzoylpyrazolon-5-one and its metal complexes, see: Li et al. (1997) ; Liu et al. (1980) ; Zhou et al. (1999) . For a related structure, see: Wang et al. (2003) .
Experimental
Crystal data C 25 H 23 N 3 O 2 M r = 397.46 Orthorhombic, Pbca a = 17.685 (4) Å b = 11.613 (2) Å c = 20.568 (4) Å V = 4224.1 (15) Å 3 Z = 8 Mo K radiation = 0.08 mm À1 T = 113 K 0.20 Â 0.18 Â 0.12 mm
Data collection
Rigaku Saturn CCD area-detector diffractometer Absorption correction: multi-scan (CrystalClear; Rigaku, 2005) T min = 0.984, T max = 0.990 32552 measured reflections 4852 independent reflections 4332 reflections with I > 2(I) R int = 0.043 Refinement R[F 2 > 2(F 2 )] = 0.056 wR(F 2 ) = 0.135 S = 1.12 4852 reflections 278 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.23 e Å À3 Á min = À0.28 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; y À 1 2 ; z; (ii) Àx; Ày; Àz þ 1.
Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Comment 1-Phenyl-3-methyl-4-benzoylpyrazolon-5-one (HPMBP), an effective β-diketonate, is widely used and well known for its extractive ability. In recent years, HPMBP and its metal complexes have also been found to have good antibacterial and biological properties. Its metal complexes have analgesic activity (Liu et al., 1980; Li et al., 1997; Zhou et al., 1999) . In order to develop new medicines, we have synthesized the title compound, (I), and its structure is reported here.
The structure of (I) is shown in Fig. 1 . The dihedral angles formed by the pyrazolone ring with the three benzene rings C1···C6, C12···C17 and C19···C24 are 14.59 (7), 79.35 (5) and 87.10 (6)°, respectively. The O atom of the 3methyl-1-phenylpyrazol-5-one moiety and the N atom of the amino group are available for coordination with metals.
The pyrazole ring is planar and atoms O1, C7, C8, C11 and N3 are almost coplanar fwith an rmsd value of 0.0093 and the largest deviation is 0.0144 (10) Å for atom C7. The dihedral angle between this mean plane and the pyrazoline ring of PMBP is 3.53 (7)°, close to the value of 3.56 (Wang et al., 2003) . The bond lengths within this part of the molecule lie between classical single-and double-bond lengths, indicating extensive conjugation. A strong intramolecular N3-H3A···O1 hydrogen bond (Table 1) is observed, leading to a keto-enamine form. The molecule is further stabilized by a C-H···O weak intramolecular hydrogen bond ( Table 1) . The crystal structure also involves two weak intermolecular(C-H···O and C-H···N) hydrogen-bond interactions (Fig. 2 ).
Experimental
Compound (I) was synthesized by refluxing a mixture of 1-phenyl-3-methyl-4-benzoylpyrazol-5-one (10 mmol) and 4methoxybenzylamine (10 mmol) in ethanol (80 ml) over a steam bath for about 4 h. Excess solvent was removed by evaporation and the solution was cooled to room temperature. After 2 days a yellow solid was obtained and this was dried in air.
The product was recrystallized from ethanol, to afford yellow crystals of (I) suitable for X-ray analysis.
Refinement
C-bonded H atoms were positioned geometrically, with C-H = 0.95-0.99 Å and amine H atoms (H3) were found in a difference map. Amine H atoms were refined freely, while C-bonded H atoms were included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (CH 2 and CH) or 1.5U eq (CH 3 ). Fig. 1 . View of the title compound, with displacement ellipsoids drawn at the 30% probability level. 
Figures
Orthorhombic, Pbca Mo Kα radiation, λ = 0.71073 Å Hall symbol: -P 2ac 2ab
Cell parameters from 10389 reflections a = 17.685 (4) Å θ = 2.3-27.5º b = 11.613 (2) Å µ = 0.08 mm −1 c = 20.568 (4) 0.0400 (7) 0.0312 (7) 0.0296 (7) 0.0079 (5) −0.0056 (6) 0.0008 (5) C1 0.0267 (7) 0.0347 (8) 0.0272 (7) 0.0056 (6) 0.0025 (6) 0.0042 (6) supplementary materials sup-5 C2 0.0405 (9) 0.0354 (8) 0.0307 (8) 0.0088 (7) −0.0035 (7) −0.0005 (6) C3 0.0411 (9) 0.0521 (10) 0.0302 (8) 0.0103 (8) −0.0047 (7) −0.0026 (7) C4 0.0336 (8) 0.0629 (12) 0.0320 (8) 0.0079 (8) −0.0004 (7) 0.0131 (8) C5 0.0352 (9) 0.0487 (10) 0.0477 (10) −0.0009 (7) −0.0018 (8) 0.0218 (8) C6 0.0329 (8) 0.0357 (8) 0.0425 (9) −0.0016 (6) −0.0005 (7) 0.0108 (7) C7 0.0299 (7) 0.0273 (7) 0.0276 (7) 0.0031 (6) 0.0002 (6) −0.0004 (5) C8 0.0280 (7) 0.0285 (7) 0.0267 (7) 0.0015 (5) −0.0001 (6) −0.0012 (6) C9 0.0299 (7) 0.0297 (7) 0.0303 (7) −0.0006 (6) 0.0018 (6) −0.0013 (6) C10 0.0497 (10) 0.0336 (8) 0.0378 (9) −0.0015 (7) −0.0051 (7) −0.0052 (7) C11 0.0254 (7) 0.0323 (8) 0.0269 (7) 0.0018 (6) 0.0022 (6) 0.0015 (6) C12 0.0286 (7) 0.0318 (8) 0.0279 (7) −0.0016 (6) −0.0013 (6) 0.0031 (6) C13 0.0307 (8) 0.0582 (11) 0.0323 (8) −0.0071 (7) 0.0015 (7) −0.0060 (7) C14 0.0499 (11) 0.0811 (15) 0.0314 (9) −0.0092 (10) 0.0008 (8) −0.0084 (9) C15 0.0494 (11) 0.0669 (13) 0.0401 (10) −0.0066 (9) −0.0157 (8) −0.0040 (9) C16 0.0314 (9) 0.0588 (12) 0.0544 (11) −0.0081 (8) −0.0117 (8) 0.0021 (9) C17 0.0301 (8) 0.0485 (10) 0.0386 (9) −0.0048 (7) 0.0014 (7) 0.0069 (7) C18 0.0413 (9) 0.0319 (8) 0.0345 (8) 0.0082 (7) −0.0011 (7) 0.0058 (6) C19 0.0329 (7) 0.0262 (7) 0.0328 (8) (7) −0.0006 (7) 0.0013 (7) C22 0.0477 (9) 0.0313 (8) 0.0363 (8) 0.0100 (7) −0.0142 (7) −0.0058 (7) C23 0.0437 (9) 0.0297 (8) 0.0486 (10) −0.0033 (7) −0.0167 (8) 0.0020 (7) 
